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40K NEWNIST MEASURED/EVALUATEDCOMPOUNDS

Citation New Total

Wikipedia 1570 6227

EPA Tox 2969 7117

Food DB 582 4273

EU Contaminants 6263 15149
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Human Metabolite DB 1992 9393
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Query spectrum list
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DMass Replace or Insert
1 H->D, C->C13, NH->O,CH->N
2 CH2->O, C=C->C-C
12 CH2->C=CH2
14 X-Y->X-CH2-Y
16 X-Y->X-O-Y
17 NH->S
18 H->F
28 X-Y->X-CO-Y
30 H->CH3O-H
32 X-Y->X-S-Y
34 H->Cl
50 Phenyl->Naphthyl
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NIST Tandem Mass Spectral Library
2023 Release

51,501Compounds,  60%More than 2020
400 K Precursor Ions ς2.4 M Spectra 

Fragmentation Methods
49,590 HRAM (High Res Accurate Mass) Compounds
50,071 QTOF, HCD, IT-HRAM, QqQCompounds
49,561 Ion Trap Compounds (Low Res., up to MS4)
561 APCI HRAM Compounds

Precursor Ion Types
44,191 Protonated
19,620 Deprotonated
14,318 Water/Ammonia Loss
44,547 Other In-Source Generated

Citation New Total

Wikipedia 1618 6424

EPA Tox 3181 8146

Food DB 602 4491

EU Contaminants 6553 15818

Protein Data Bank 1246 4945

Human Metabolite DB 2071 9686

PFAS 90 116
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MEASUREDAT NIST, THOROUGHLYEVALUATED

Tribenoside
Vasoprotective

Drug

Strictamine
Alkaloid

Perfluorodecanoic
Acid - PFAS

Neocurdione
Plant Volatile

All Spectra Shown 
for Each Compound

Find Related 
Compounds Even if  

Query is not  in Library

Shifted Library Peaks 
(gray->red)

Contain Modification

Library Spectrum

Query Spectrum

Differences in masses 
ŀǊŜ ΨaƻŘƛŦƛŎŀǘƛƻƴǎΩ

1. Compound Name
Many Synonyms

2. All Related Spectra
All Energies

Fragmentation Types
In-{ƻǳǊŎŜ LƻƴǎΣ Χ

Hybrid Search 
Recommended for All 
Tandem MS Searches

Full Spectrum 
Selected from List 
at Lower Left

All Spectrum Text 
Information


